. The simulated X-ray powder diffraction patterns (upper) and the measured one (lower) of complex 1. Fig. S2 . The simulated X-ray powder diffraction patterns (upper) and the measured one (lower) of complex 2.
. The simulated X-ray powder diffraction patterns (upper) and the measured one (lower) of complex 1. Symmetry codes: # , -1+x,y,z; #2, x,1+y,z; #3, 1+x,1+y,z; #4, 1-x,1-y,-z; #5, -1+x,-1+y,z; #6, -x,1-y,1-z; #7, 2-x,2-y,-z. (12)#5 0.86 1.97 2.74 146.1 b Symmetry codes: #1, 1-x,1-y,1-z; #2, 2-x,1-y,1-z; #3, -1+x,-1+y,-1+z; #4, 1+x,1+y,1+z; #5, 1-x,2-y,1-z. 162.0 c Symmetry codes: #1, x,-1+y,z; #2, 1/2-x,1/2+y,-1/2+z; #3, 1/2-x,-1/2+y,1/2+z; #4, 1/2-x,-1/2+y,-1/2+z; #5, -x,1-y,-1/2+z.
Table S3. Geometry Parameters for Hydrogen Bonds in
2 b D-H···A d(D-H) d(H···A) d(D···A) DHA ∠ O(1W)-H(1D) ···O(2) 0
